In the title compound, C 33 H 26 Cl 3 N 3 OS, the oxadiazole, piperidine and benzothiapezine rings adopt envelope, chair and twist-boat conformations, respectively. In the crystal, the molecular aggregation is characterized by chains of centrosymmetrically related pairs connected through ClÁ Á ÁCl interactions [3.533 (2) Å ], extending parallel to (202) .
Related literature
For the biological importance of benziothiazepines and oxadiazol derivatives, see: Budriesi et al. (2007) ; Sahin et al. (2002) . For ring geometry, see: Boeyens (1978) ; Cremer & Pople (1975) . For a related structure, see: Srinivasan et al. (2007) .
Experimental
Crystal data C 33 H 26 Cl 3 N 3 OS M r = 618.98 Triclinic, P1 a = 11.015 (3) Å b = 11.758 (4) Å c = 11.988 (4) Å = 78.87 (2) = 86.89 (3) = 78.29 (2) V = 1491.5 (8) Å 3 Z = 2 Mo K radiation = 0.41 mm À1 T = 298 K 0.30 Â 0.15 Â 0.15 mm
Data collection
Bruker Kappa APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2004) T min = 0.90, T max = 0.94 42055 measured reflections 11096 independent reflections 7867 reflections with I > 2(I) R int = 0.023
Comment
The title compound, C 33 H 26 N 3 OCl 3 S, belongs to an important class of heterocycles which exhibit antihypertensive properties. The compound consists of a benzothiazepine, a oxadiazole and a methyl piperidine ring. Benziothiazepines are regarded as a class of calcium channel blockers (Budriesi et al., 2007) , oxadiazol derivatives are established as micobicides (Sahin et al., 2002) and piperidines are established as key components of anti-Parkinson's drugs. Accurate description of the molecular geometry of such molecules are indispensable to proceed with the pharmacological investigations which may prove useful in the design of drugs with a wide range of activities. Also, the role of non-conventional hydrogen bonds viz.
C-H···X (X= N, O, Cl, F, etc.) in influencing the geometry of the molecular packing can be unambiguously assessed. Recently, an anlogue of the title compound namely, the crystal structure of 1-(4-chlorophenyl)-8- -methyl-4,5,6,7,7a, 8-hexahydro[1,2,4] oxadiazolo [5,4-d] pyrido [3,4-c] [1,5] benzothiazepine (Srinivasan et al., 2007) was elucidated.
A least-squares plane calculations show that the 2-chlorophenyl attached to thiazepine, 2-chlorophenyl attached to piperidine and 4-chlorophenyl ring of the oxadiazole ring make a dihedral angle of 34.8 (1) °, 51.3 (1) ° and 73.9 (1)°, respectively, with respect to the benzene fused to the thiazepine ring. The torsion angles about the methylidene bond C4-C40-C41-C42 = 39.8 (2) ° and C4-C40-C41-C46 = -141.8 (2) ° indicates a significant twist of the 2chlorophenyl ring which may be attributed to steric factors. These values that describe the molecular geometry slightly differ from those observed in the 4-fluoro-4-fluoro-4-chloro analogue (Srinivasan et al., 2007) . The oxadiazole, piperidine and benzothiapezine rings adopt the usually expected envelope, chair and twist-boat conformations, respectively. The mo- 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.57470 (7) −0.12556 (6) 1.22882 (7) 0.0878 (2) 0.0396 (7) 0.0255 (5) 0.0314 (6) 0.0003 (5) 0.0013 (5) −0.0025 (5) N2 0.0403 (6) 0.0324 (6) 0.0411 (7) 0.0011 (5) 0.0000 (5) 0.0022 (5) O3 0.0318 (5) 0.0364 (5) 0.0399 (5) −0.0018 (4) −0.0024 (4) 0.0015 (4) C3A 0.0312 (6) 0.0271 (5) 0.0302 (6) −0.0029 (4) −0.0011 (5) −0.0043 (4) C4 0.0377 (7) 0.0256 (5) 0.0318 (6) −0.0046 (5) 0.0018 (5) −0.0054 (4) C5 0.0399 (7) 0.0343 (6) 0.0366 (7) −0.0070 (5) 0.0049 (6) −0.0091 (5) N6 0.0375 (6) 0.0350 (6) 0.0335 (6) −0.0097 (5) 0.0018 (5) −0.0044 (4) C7 0.0357 (7) 0.0349 (6) 0.0371 (7) −0.0096 (5) −0.0016 (5) −0.0067 (5) (7) 0.0045 (6) −0.0187 (7) C13 0.0387 (7) 0.0368 (7) 0.0357 (7) −0.0069 (5) −0.0009 (5) −0.0092 (5) C13A 0.0294 (6) 0.0271 (5) 0.0349 (6) −0.0046 (4) 0.0007 (5) −0.0080 (5) N14 0.0330 (5) 0.0231 (4) 0.0310 (5) −0.0016 (4) 0.0021 (4) −0.0031 (4) C61 0.0456 (8) 0.0512 (9) 0.0429 (8) −0.0179 (7) 0.0091 (7) −0.0052 (7) C1E 0.0426 (7) 0.0238 (5) 0.0351 (7) −0.0006 (5) 0.0046 (5) −0.0046 (5) C2E 0.0457 (8) 0.0315 (7) 0.0553 (10) −0.0037 (6) −0.0005 (7) −0.0006 (6) C3E 0.0514 (10) 0.0409 (8) 0.0724 (13) −0.0125 (7) 0.0056 (9) −0.0042 (8) C4E 0.0684 (12) 0.0340 (7) 0.0553 (10) −0.0164 (7) 0.0136 (9) −0.0042 (7) C5E 0.0704 (12) 0.0319 (7) 0.0474 (9) −0.0029 (7) 0.0042 (8) 0.0057 (6) C6E 0.0503 (9) 0.0322 (7) 0.0434 (8) 0.0006 (6) 0.0012 (7) 0.0006 (6) C40 0.0456 (8) 0.0308 (6) 0.0342 (7) −0.0119 (5) 0.0033 (6) −0.0062 (5) C41 0.0631 (10) 0.0334 (7) 0.0341 (7) −0.0221 (7) 0.0032 (7) −0.0061 (5) 
